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Results

e Chamomile Is the common name of daisy-like plants of the family Asteraceae. List of compounds and their properties

Matricaria chamomilla L. 1s the most common type of this plant. Chamomile is

Introduction

used In traditional medicine In different countries such as Traditional Chinese U ngors oo e |age| CYPIGO|ihECS0 1| A | | ittt e M| CYPIE0 | o 0 c1
MEdiCine (TCM) and TraditiOnaI Iranian MEdiCine (T“\/l) Cham()mile haS many 2,4-DIHYDF;%>I<JBENZOIC- . — SIULiD
benefits In different medical conditions such as: fever, inflammation, muscle R ——

spasm, menstrual disorders, insomnia, ulcer, wounds, gastrointestinal disorders, BTy .

rheumatic pain, hemorrhoid and etc. But further researches is necessary for the N eeoioAcn | * | *

confirmation of them and many researches are planned for this purpose. ; ;

Chamomile contains a wide range of compounds, and to identify their RO 1 * ——

advantages It’s crucial to iInvestigate more. although multiplicity of this A BIAB0L0L OxioE BT | ;

compounds makes the research difficult, virtual screening and computational : LINOLEIC ACID

methods help us make It easier. Furthermore, network analysis and systems T ; - LUTEOLIN-# GLUCOSIoE

pharmacology are powerful tools for this reason. So the present study was " erucoue : : Luin 0o __

undertaken to 1dentify properties of chamomile and possible toxic features of this Aol lgebesh s : * * MALIC-ACID

APIOSYLGLUCOSIDE

Matricin
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plant.
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Methods S e e e
« In this research known compounds of chamomile were collected from Dr. Duke's e Heauemige
Phytochemical and Ethnobotanical Databases (https://phytochem.nal.usda.gov). T S — PENTANETHYLETHER
After that ADME/tox properties of compounds were analyzed by Schrodinger Rorrz T — : —— QUERCETIN-TOLUCOSIDE
Software and Online chemical modeling environment (OCHEM) web platform. B R : : : e
Obtained data are Lipinski Rule of Five and oral bioavailability as drug-likeness R : Slepleand
criteria and mitochondrial membrane disruption, mutagenicity, CYP450 ciseN VN DIcveLoETHER |+ | : S ——— SAGeT
inhibition, EC50 and aquatic toxicity as toxic and adverse properties. Finally : B —
drug candidate compounds are selected between drug-like ligands without any ETHvLDECANOATE |+ | * o,
toxic or adverse properties. SErE e —— : : T W s tunioiovoiorE

Umbelliferone

Farnesene

DISCUSSIOn Drug-Candidates
(Without any toxic or adverse properties)

* Analysis of compounds show potential usage and possible adverse properties of o 4-HYDROXY-3-METHOXY-BENZOIC-  , oo oooii o —
Chamomile. This study introduces a new method for having a better sight in ANTHECOTULIDE pea-Damascenons BORNYL-ACETATE CAPRIC-ACID
experimental studies and helps us to walk on the right path for clinical trials on i RROERANIOL " ISOFERULIG-ACID. {EVONENOL
medicinal plants. /
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